Key indicators: single-crystal X-ray study; T = 120 K; mean (C-C) = 0.007 Å; R factor = 0.115; wR factor = 0.346; data-to-parameter ratio = 15.4. organic compounds o2634 Malinkin et al.
In the title compound, C 8 H 11 N 3 O 2 , the oxime and the acetyl groups adopt a transoid conformation, while the pyrazole H atom is localized in the proximity of the acetyl group and is cis with respect to the acetyl O atom. In the crystal, dimers are formed as the result of hydrogen-bonding interactions involving the pyrazole NH group of one molecule and the carbonyl O atom of another. The dimers are associated into sheets via O-HÁ Á ÁN hydrogen bonds involving the oxime hydroxyl and the unprotonated pyrazole N atom, generating a macrocyclic motif with six molecules.
Related literature
For details and applications of related pyrazoles, see: Kovbasyuk et al. (2004) ; Krä mer & Fritsky (2000) ; Sachse et al. (2008) . For the use of azomethine-functionalized pyrazoles in coordination chemistry and catalysis, see : De Geest et al. (2007) ; Roy et al. (2008) . For the use of the oxime substituents in the synthesis of polynucleative ligands, see: Kanderal et al. (2005a,b) . For the preparation of related ligands, see: Wolff (1902 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; y À 1 2 ; Àz þ 3 2 ; (ii) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: COLLECT (Nonius, 1998) ; cell refinement: DENZO/SCALEPACK (Otwinowski & Minor, 1997) ; data reduction: DENZO/SCALEPACK; program(s) used to solve structure: SIR2004 (Burla et al., 2005) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97.
particular, azomethine-functionalized pyrazoles have been used extensively as ligands in the field of coordination chemistry and catalysis (De Geest et al., 2007; Roy et al., 2008) . Furthermore, introduction of the potentially bridging oxime group into the ligands already having bridging moieties (such as pyrazoles) may result in significant increase of coordination versatility of such ligands and afford the formation of metal complexes of high nuclearity and coordination polymers (Kanderal et al., 2005; Moroz et al., 2010) . The title compound, having different substituents in the 3-and 5-positions of the pyrazole ring (the oxime and the acetyl groups) was synthesized as a part of our study of the abovementioned ligands and we report herein its crystal structure.
In the title compound ( Fig. 1) , the oxime and acetyl groups are in the transoid conformation in reference to one another, while the pyrazole proton is localized in the proximity of the acetyl group and is cis with respect to the acetyl O atom.
The molecule is virtually planar, with the maximal deviation from the mean plane defined by the non-hydrogen atoms not exceeding 0.047 (5) Å for the methyl C5. The C-C, C-N and N-N bond lengths in the pyrazole ring are normal for the 3,5-disubstituted pyrazoles (Petrusenko et al., 1997 , Wörl et al., 2005a . The bond lengths and angles within the acetyl and oxime groups are normal and comparable to those in the related structures (Fritsky et al., 1998; Mokhir et al., 2002;  Świątek- Kozłowska et al., 2000) . The C, N, O atoms of the oxime group exist in the nitroso-form (Mokhir et al., 2002; Sliva et al., 1997) .
The crystal of the title compound has a layer structure formed entirely by hydrogen bonds between the molecules. The approximately planar dimers form as the result of hydrogen-bonding interactions (Table 1) involving the pyrazole NH group of one molecule and the carbonyl O atom of another. The dimers are associated into planar sheets via O-H···N hydrogen bonds involving the unprotonated pyrazole N atom and the oxime hydroxyl, generating a macrocyclic motif with six molecules (Fig. 2) .
Experimental 3,5-Di-acetyl-4-methyl-1H-pyrazole (Wolff, 1902 ) (0,30 g, 1.81 mmol), NH 2 OH.HCl (0.09 g, 1.3 mmol) and sodium acetate (0.14 g, 1.3 mmol) were dissolved in water (10 ml). The mixture was stirred for 2 h, and the pH value was adjusted to 4 by slow addition of aqueous HCl (1:1). The formed precipitate was separated by filtration and purified by recrystallization from water/methanol (v/v, 1:1). Yield: 0.10 g (30 %). Analysis, calculated for C 8 H 11 N 3 O 2 : C 53.03, H 6.12, N 23.19%; found: C 52.72, H 6.32, N 23.25%. The water solution of the title compound was allowed to evaporate slowly over several days. Yellow crystals suitable for single-crystal X-ray diffraction were collected. supplementary materials sup-2
Refinement
The crystal structure was refined with two twin components (twin matrices: 1 0 0.537 0 -1 0 0 0 -1 and 1.008 0 0.502 0 -1 0 -0.033 0 -1.008). BASF values were refined to 0.241 and 0.069, respectively. H atoms bonded to N and O atoms were located from a difference Fourier map but constrained to ride on their parent atoms, with U iso (H) = 1.2U eq (N) and 1.5U eq (O). H atoms of the methyl groups were positioned geometrically and refined as riding atoms, with C-H = 0.98 Å and with U iso (H) = 1.5U eq (C). Fig. 1 . The molecular structure of the title compound, with displacement ellipsoids drawn at the 40% probability level. 
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